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tions of temperature, 815
‘‘Ate’’ class, distonic ions of, 896
Atmospheric pressure chemical ionization, of fluorinated phe-
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Bacteria
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Benzenedicarboxylic esters, molecular ions of, collision with ox-
ygen, in quadrupole MS, 1248
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1-(2-Benzothiazolyl)-3,5-diphenyl formazans, gas-phase oxida-
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Betabellin 15D, metal binding and proteolysis of, 969
Binding of aldose reductase inhibitors: correlation of crystallo-
graphic and MS studies, 635
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to, 552
13C, IRMS detection of, 153
C2H6, C3H8, HC(CH3)3, and c-C3H6, activation by gas-phase
Ru1, 821
C6H5
1 and C6H6
1z cations, structural probe for, charge inversion
as, 878
CAD. See Collisionally activated dissociation
Calcium
calmodulin interaction with, H/D exchange in, 711
small conformational changes induced by, in cardiac troponin
C, 703
Calcium-induced noncovalently linked tetramers of MRP8 and
MRP14 detected by ultraviolet MALDI-MS, 1124
Calibration of mass ranges up to m/z 10,000 in electrospray mass
spectrometers, 273
Calmodulin, calcium interaction with, ESI-MS and H/D ex-
change of, 711
Capillary electrophoresis–electrospray ionization–time-of-flight
mass spectrometry, of single intact cell hemoglobin, 184
Capillary electrophoresis–mass spectrometry, electroosmotic
flow in, electrospray needle voltage and, 261
Capillary electrophoresis–nanoelectrospray mass spectrometry,
electrochemical properties of, 309
Capillary zone electrophoresis–mass spectrometry, sheathless,
applied to peptide analysis, 1271
CE. See Capillary electrophoresis
Cell culture media, pyrolysis MS of, 502
Characterization of a single crystal cubic Prussian blue
Co8(tacn)8(CN)12 cluster by ion trap and FT-ICR MS with
microelectrospray ionization, 352
Characterization of an improved thermal ionization cavity
source for MS, 1008
Charge inversion as a structural probe for C6H5
1 and C6H6
1z cat-
ions, 878
Charge-remote fragmentations, under MALDI-PSD, 217
Chelation, effect on ESI-MS of diketone/metal ion complexes,
402
Chemical weapons-related compounds, detection of, wit postcol-
umn derivatization LC-MS, 440
CH3I
2 anion, photoelectron spectrum of, 810
3-Chlorobenzidine in environmental samples, FT-ICR MS of,
1152
CH3O-C(5O)-C(5O)-OCH3
z1, breaking of, loss of CH3
z
1 CO2
versus CH3O-C5O in, 869
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Cl–P1–Cl, reactivity toward cyclic organic ethers, 379
Collision of molecular anions of benzenedicarboxylic esters with
oxygen in a triple quadrupole mass spectrometer, 1248
Collisionally activated dissociation, ESI-MS using
of Li1 adducts of unsaturated fatty acids, 600
in structural characterization of triacylglycerols, 587
Collision-induced dissociation. See also Electrospray ionization–
collision-induced dissociation
Cr~CO!5
2, gas-phase, relaxation of, 950
Critical evaluation of a comprehensive mass spectral library,
287, 565
Cross sections, of peptide ions, data base of, 1188
18-Crown-6, protonated, FT-ICR hydration of, 862
Crystallography, of binding of aldose reductase inhibitors, 635
Cyclic peptide fragments, nomenclature for labeling of, 360
Cysteic acid groups, effects on gas-phase reactivity and dissocia-
tion of [M 1 4H]41 ions from insulin chain B, 928
CZE. See Capillary zone electrophoresis
Data processing in on-line laser MS of inorganic, organic, or bio-
logical airborne particles, 648
Database of 660 peptide ion cross sections: use of intrinsic size
parameters for bona fide predictions of cross sections,
1188
Deoxyribose nucleotide dimer anions, dissociation energies of,
1095
Detection of pharmceutical compounds in tissue by MALDI nd
laser desorption/chemical ionization MS/MS with a
quadrupole ion trap, 1315
Determination of the dissociation kinetics of a transient interme-
diate, 119
Determination of thermal energy and its distribution in pep-
tides, 323
Determination of 3,39-dichlorobenzidine and its degradation
products in environmental samples with a small low-field
FT-ICR mass spectrometer, 1152
Determining anomericity of the glycosidic bond in Zn(II)-dieth-
ylenetriamine-disaccharide complexes using MSn in a
quadrupole ion trap, 269
Deuterium. See also Hydrogen/deuterium exchange
Deuterium exchange behavior, of ERK2, pepsin mapping of, 685
Development and validation of a HPLC MS/MS assay for ator-
vastatin, ortho-hydroxy atorvastatin, and para-hydroxy
atorvastatin in human, dog, and rat plasma, 55
Diagnosis of clinical disease, MS in, 561
Dicarboxylic acid, ESI-MS of, 557
3,39-Dichlorobenzidine in environmental samples, FT-ICR MS of,
1152
Differentiation of isomeric photomodified oligodeoxynucleotides
by fragmentation of ions produced by MALDI and ESI,
329
Diketone/metal ion complexes, ESI-MS of, 402
Dinitrofluorobenzene, product ion assignment with, 448
Diophantine mass spectrometric structure analysis, 231
Direct association equilibrium in the FT-ICR ion trap: hydration
equilibrium of protonated 18-crown-6, 862
Direct monitoring of protein-chemical reactions utilizing nano-
electrospray MS, 112
Dissociation energies of deoxyribose nucleotide dimer anions
measured using blackbody infrared radiative dissociation,
1095
Dissociation kinetics, of a transient intermediate, 119
Dissociation of doubly charged transition metal/polyether/pyri-
dyl ligand complexes in a quadrupole ion trap MS, 126
Distinction among isomeric unsaturated fatty acids as lithiated
adducts by ESI-MS using low energy CAD on a triple
stage quadrupole instrument, 600
Distonic ions of the ‘‘ate’’ class, 896
DNA, secondary structure of, MALDI of, 521
DNA fragment ions, high resolution characterization of, 423
Do charge-remote fragmentations occur under MALDI post-
source decompositions and MALDI collisionally activated
decompositions?, 217
Drug metabolites, structural elucidation of, tandem quadrupole
orthogonal TOFMS for, 1305
Dynamic reaction cell for inductively coupled plasma mass
spectrometry (ICP-DRC-MS). II. Reduction of interfer-
ences produced within the cell, 1083
Editorials
focus on H/D exchange of proteins in solution, 671
on the Freiser legacy, 917
on physical aspects of gas-phase ion chemistry, 797
Effect of electrospray needle voltage on electroosmotic flow in
capillary electrophoresis–mass spectrometry, 261
Effects of cysteic acid groups on the gas-phase reactivity and
dissociation of [M 1 4H]41 ions from insulin chain B, 928
Effects of electron and chemical ionization modes on the MS
profiling of whole bacteria, 747
Effects of salt concentration an analyte response using ESI-MS,
625
Electric ion resonance cell, for FTMS, 1000
Electrochemical properties of capillary electrophoresis–nanoelec-
trospray mass spectrometry, 309
Electrospray ionization
differentiation of isomeric photomodified oligodeoxynucleo-
tides by fragmentation of ions produced by, 329
gas-phase ions formed by, hydration of, 958
of nitrocatechol glucuronides, 537
Electrospray ionization–collision-induced dissociation, in serum
drug detection, 1028
Electrospray ionization–field asymmetric waveform ion mobility
spectrometry–mass spectrometry, of leucine enkephalin,
492
Electrospray ionization–Fourier transform mass spectrometry, of
external ion accumulation of poly(ethylene)glycol, 1298
Electrospray ionization–high field asymmetric waveform ion
mobility spectrometry–mass spectrometry, in separation
of leucine and isoleucine anions, 1279
Electrospray ionization–mass spectrometry
comprehensive library of, 287, 565
of diketone/metal ion complexes, 402
exact-mass data from, FT-ICR MS automation and, 1166
hydrogen/deuterium exchange for probing the interaction of
calmodulin with calcium, 711
of Li1 adducts of unsaturated fatty acids, 600
of microcystins, cyclic heptapeptide hepatotoxins: modulation
of charge states and [M 1 H]1 to [M 1 Na]1 ratio, 1138
of proton affinities, 483
of salt concentration effect on analyte response, 625
of self-assembled 1,1’-ferrocenedicarboxylic acid, 557
solvent-cation binding in, 254
structural characterization of triacylglycerols by, 587
Electrospray mass spectrometry
nonmetallized tip for, 72
plasma peptide mapping with, 45
of protein electroeluted from sodium dodecylsulfate poly-
acrylamide gel electrophoresis gels, 453
Electrospray needle voltage, in CE-MS, 261
Electrostatic ion traps, multiply reflecting, stability for, 241
EMS. See Electrospray mass spectrometry
Enhanced detection of phosphopeptides in MALDI-MS using
ammonium salts, 35
Enol ion, of methyl propionate heat of formation, 200
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ERK2, deuterium exchange behavior of, pepsin mapping of, 685
ESI. See Electrospray ionization
ESI-MS. See Electrospray ionization–mass spectrometry
Ethene loss kinetics of methyl 2-methyl butanoate ions studied
by threshold photoelectron-photoion coincidence: enol
ion of methyl propionate heat of formation, 200
Ethers, cyclic organic, Cl–P1–Cl reactivity toward, 379
Exact-mass measurements
from ESI-MS
FT-ICR MS automation and, 1166
on-line acquisition, analysis, and E-mailing of, 1212
of product ions for the structural elucidation of drug metabo-
lites with tandem quadrupole orthogonal-acceleration
TOFMS, 1305
using 7 tesla FT-ICR MS in a good laboratory practices-regu-
lated environment, 1291
Experimental and theoretical studies of the basicity and proton
affinity of SiF4 and the structure of SiF4H
1, 848
External ion accumulation of low molecular weight poly(ethyl-
ene glycol) by ESI-FTMS, 1298
FAB MS/MS. See Fast-atom bombardment tandem mass spec-
trometry
FAIMS. See Field asymmetric waveform ion mobility spectrome-
try
Fast-atom bombardment tandem mass spectrometry, of li-
pophilic phosphotriesters, 975
Fatty acid(s)
methyl esters of, isotopomer abundances of, fragmentation
effects on, 430
polyunsaturated, methyl esters of, CI-MS/MS of, 1253
unsaturated, lithium adducts of, ESI-MS of using CAD, 600
Ferrocenedicarboxylic acid, ESI-MS of, 557
Ferulic acids, deprotonated monomeric and dimeric, gas phase
basicities of, 1111
Field asymmetric waveform ion mobility spectrometry
of leucine enkephalin, 492
in separation of leucine and isoleucine anions, 1279
Fingerprint patterns from laser-induced azido photochemistry of
spin-labeled photoaffinity ATP analogs in MALDI-MS,
1337
Flow injection with chemical reaction interface-isotope ratio
mass spectrometry: alternative to off-line combustion for
detecting low levels of enriched 13C in mass balance stud-
ies, 153
Fluorinated phenols, APCI-MS of, 1157
Fluorophenyl anions, gas-phase H/D exchange of, 840
Formation and characterization of iron-oligonucleotide complex
with MALDI FT-ICR MS, 941
Fourier transform ion cyclotron resonance
hydration of protonated 18-crown-6 by, 862
of multiply charged aggregates of small singly charged pep-
tides formed by electrospray ionization, 347
single crystal characterization by, 352
Fourier transform ion cyclotron resonance mass spectrometry
automation of, 1166
in detection of small Ca21-induced conformational changes in
the regulatory domain of human cardiac troponin C, 703
exact-mass measurement using, 1291
in a high homogeneity 25 tesla resistive magnet, 265
high pressure chemistry in, split-pair magnet in, 918
laser desorption in, 1105
matrix-shimmed cubic penning trap for, 759
in structural validation of saccharomicins, 1285
Fourier transform mass spectrometry
electric ion resonance cell design for, 1000
isotope beating effects in, 1074
of LHRH-metal ion complexes, 19
pressure-limited SORI-CAD in, 15
Fragmentation of molecules sliding along surfaces in the speed
range above thermal and below Bohr velocity, 471
Fragmentation of substituted oxonium ions: role of ion-neutral
complexes, 386
FT-ICR MS. See Fourier transform ion cyclotron resonance mass
spectrometry
FTMS. See Fourier transform mass spectrometry
Gas chromatography/mass spectrometry, spectrum extraction
and compound identification data from, 770
Gaseous protein ion structure, hydroiodic acid attachment kinet-
ics of, 552
Gas-phase
acidity, of glycine and alanine, theoretical calculations of, 318
basicity, of deprotonated monomeric and dimeric ferulic and
sinapic acids, 1111
conformations of biological molecules: the hydrogen/deute-
rium exchange mechanism, 9
Cr~CO!5
2, relaxation of, 950
H/D exchange reactions of fluorophenyl anions, 840
ion chemistry, 797
ions formed by ESI, hydration of, 958
oxidation and reduction of some 1-(2-benzothiazolyl)-3,5-di-
phenyl formazans: complex formation with transition
metals under laser desorption ionization, 339
reactivity and dissociation of [M 1 4H]41 ions from insulin
chain B, cysteic acid group effect on, 928
Ru1, activation of C2H6, C3H8, HC(CH3)3, and c-C3H6 by, 821
GC/MS. See Gas chromatography/mass spectrometry
Glucopyranosides, FAB MS/MS of, 975
Glycine, gas-phase acidity of, theoretical calculations of, 318
Glycosidic bond, anomericity of, by quadrupole ion trap, 269
a-Glycyl cation, radical, and anion (H2NCH
1/z/2COOH): gener-
ation and characterization in the gas phase, 1241
H/D exchange. See Hydrogen/deuterium exchange
Heart, troponin C in, small Ca21-induced conformational
changes in, 703
Hemoglobin, of single intact cell, CE/ESI-TOFMS of, 184
Hepatotoxins, cyclic heptapeptide, ESI-MS of, 1138
High field asymmetric waveform ion mobility spectrometry–
mass spectrometry: investigation of leucine enkephalin
ions produced by ESI, 492
High mass ranges, calibration of, 273
High performance liquid chromatography–tandem mass spec-
trometry, of plasma atorvastatin and active metabolites,
55
High pressure chemistry in a FT-ICR–MS using a split-pair
magnet, 918
High resolution characterization of DNA fragment ions pro-
duced by UV MALDI using linear and reflecting TOFMS,
423
High resolution mass spectrometry, for synthetic chemistry, 546
High-throughput sample preparation and analysis using 96-well
membrane solid-phase extraction and LC-MS/MS for the
determination of steroids in human urine, 1322
How do dimethyl oxalate ions CH3O-C(5O)-C(5O)-OCH3
z1
break in half? Loss of CH3
z
1 CO2 versus CH3O-C5O,
869
HPLC-MS/MS. See High performance liquid chromatography–
tandem mass spectrometry
Hydration of gas-phase ions formed by ESI, 958
Hydrogen/deuterium exchange, 9
of calmodulin interaction with calcium, 711
of fluorophenyl anions, 840
gas-phase, of fluorophenyl anions, 840
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of peptide conformational changes, 719
of proteins
continuous versus pulsed labeling/MS of, 675
in solution, MS of, 671, 672
Hydroiodic acid attachment kinetics as a chemical probe of gas-
eous protein ion structure: bovine pancreatic trypsin in-
hibitor, 552
Hydrophilic compounds, ultratrace determination of, 1328
ICP-DRC-MS. See Inductively coupled plasma mass spectrome-
try
ICR MS. See Ion cyclotron resonance mass spectrometer
Ideal velocity focusing in a reflectron TOFMS, 992
Identification of in vitro metabolites of Indinavir by intelligent
automated LC-MS/MS (INTAMS) utilizing triple quadru-
pole MS/MS, 175
Identification of single stranded regions of DNA by enzymatic
digestion with MALDI analysis, 521
IMS. See Ion mobility spectrometry
Indinavir, metabolites of, INTAMS of, 175
Inductively coupled plasma mass spectrometry, dynamic reac-
tion cell for, interference reduction in, 1083
Infrared multiphoton dissociation tandem mass spectrometry, in
structural validation of saccharomicins, 1285
Insulin chain B, gas-phase reactivity and dissociation of
[M 1 4H]41 ions from, cysteic acid group effect on, 928
INTAMS. See Intelligent automated liquid chromatography–tan-
dem mass spectrometry
Integrated method for spectrum extraction and compound iden-
tification from GC/MS data, 770
Intelligent automated liquid chromatography–tandem mass
spectrometry, Indinavir metabolite identification by, 175
Interference reduction, in ICP-DRC-MS, 1083
Investigation of cell culture media infected with viruses by py-
rolysis MS: implications for bioaerosol detection, 502
Investigation of the formation of M2
1-molecular ions in sputter-
ing processes, 246
Investigations of matrix-assisted laser desorption/ionization
sample preparation by TOF secondary ion MS, 104
Ion cyclotron resonance mass spectrometer, realistic simulation
of, 136
Ion mobility spectrometry, APCI of fluorinated phenols in, 1157
Ion resonance cell, for FTMS, 1000
Ion trap
matrix-shimmed, for excitation, detection, quadrupolar axial-
ization, and trapping, 759
single crystal characterization by, 352
Ion trap mass spectrometry. See also Quadrupole ion trap mass
spectrometry
cyclic peptide sequencing in, multistep MS/MS for, 732
practical aspects of, 80
Ionization cavity, thermal, for MS, 1008
Ionization mode, in MS profiling of whole bacteria, 747
IRMS. See Isotope ratio mass spectrometry
Iron-oligonucleotide complex, MALDI FT-ICR MS of, 941
Isomerization, of alkene radical ions, 577
Isotope beating effects in the analysis of polymer distributions
by FTMS, 1074
Isotope ratio mass spectrometry, detecting 13C by, 153
Isotope-edited product ion assignment by a-N labeling of pep-
tides with [2H3(50%)]2,4-dinitrofluorobenzene, 448
Isotopomer abundances, fragmentation effects on, 430
Keto-enol tautomerism, effect on ESI-MS of diketone/metal ion
complexes, 402
Laser desorption, in transmission geometry inside a FT-ICR
mass spectrometer, 1105
Laser desorption–chemical ionization, in detection of pharma-
ceutical compounds in tissue, 1315
Laser desorption/ionization, 1-(2-benzothiazolyl)-3,5-diphenyl
formazan complex formation with transition metals un-
der, 339
Laser-induced azido photochemistry, fingerprint patterns from,
1337
LC-MS/MS. See Liquid chromatography–tandem mass spec-
trometry
LD/CI. See Laser desorption–chemical ionization
LDI. See Laser desorption/ionization
Letter to the editor, on high resolution MS, 661
Leucine and isoleucine anions, separation by ESI-FAIMS-MS,
1279
Leucine enkephalin, ESI-FAIMS-MS of, 492
LHRH-metal ion complexes. See Luteinizing hormone-releasing
hormone-metal ion complexes
Library, mass spectral, 287, 565
Lipid peroxidation, product of, peptides modified with, MS/MS
of, 613
Lipophilic phosphotriesters, FAB MS/MS of, 975
Liquid chromatography and electrospray mass spectrometric
mapping of peptides from human plasma filtrate, 45
Liquid chromatography–mass spectrometry
global view of, 78
postcolumn derivatization, chemical weapons-related com-
pound detection using, 440
Liquid chromatography–tandem mass spectrometry
to detect steroids in human urine, 1322
intelligent automated, Indinavir metabolite identification by,
175
Lithium adducts of unsaturated fatty acids, ESI-MS of, using
CAD, 600
Luteinizing hormone-releasing hormone-metal ion complexes,
MALDI-FTMS of, 19
M2
1-molecular ions, in sputtering processes, formation of, 246
[M 1 4H]41 ions from insulin chain B, gas-phase reactivity and
dissociation from, cysteic acid group effect on, 928
Magnet
high homogeneity resistive, FT-ICR MS in, 265
split pair, high pressure chemistry in FT-ICR MS using, 918
MALDI. See Matrix-assisted laser desorption/ionization
MALDI-PSD. See Matrix-assisted laser desorption/ionization–
post-source decay
Mass spectra, reference, to identify unknowns, 1229
Mass spectral library, 287, 565
Mass spectrometric and tandem mass spectrometric behavior of
nitrocatechol glucuronides: comparison of APCI and ESI,
537
Mass spectrometry
automated high resolution, for synthetic chemistry, 546
of binding of aldose reductase inhibitors, 635
in depth profiling of cubic silver halide microcrystals, 1016
in diagnosis of disease, 561
high resolution, 661
high throughput open access, automation and, 1174
of hydrogen/deuterium exchange of proteins
continuous versus pulsed labeling, 675
in solution, 671, 672
on-line laser, of airborne particles, 648
profiling of whole bacteria by, electron and chemical ioniza-
tion modes in, 747
thermal ionization cavity source for, 1008
Mass spectrometry PittCon’99 review, 457
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Mass spectrum that today is rarely seen, 76
Matrix-assisted laser desorption/ionization
in detection of pharmaceutical compounds in tissue, 1315
differentiation of isomeric photomodified oligodeoxynucleo-
tides by fragmentation of ions produced by, 329
of DNA secondary structure, 521
effect of poly(ethylene terephthalate) oligomers cationized by
alkali ions on, 329
laser-induced azido photochemistry in, fingerprint patterns
from, 1337
of peptide conformational changes, 719
of peptides and proteins, 91
proton transfer reactions of, 1111
sample preparation by, TOFMS of, 104
ultraviolet, of DNA fragment ions, 423
Matrix-assisted laser desorption/ionization mass spectromeetry
of bacteria, internal control for, 1131
solution-phase zinc finger peptide complexation by, 27
ultraviolet, of MRP8 and MRP14 calcium-induced tetramers,
1124
Matrix-assisted laser desorption/ionization–Fourier transform
mass spectrometry
of iron-oligonucleotide complex, 941
of LHRH-metal ion complexes, 19
Matrix-assisted laser desorption/ionization–mass spectrometry,
phosphopeptide detection by, 35
Matrix-assisted laser desorption/ionization–post-source decay
charge-remote fragmentations under, 217
of peptides and proteins, 91
Matrix-assisted laser desorption/ionization–time-of-flight instru-
ment, automated MS imaging with, 67
Matrix-assisted laser desorption/ionization–time-of-flight mass
spectrometry
of gel-separated proteins, 512, 784
in photodissociation of substance P, 1038
of silsesquioxane molecular structure, 224
of triacylglycerols and whole oils, 983
Matrix-shimmed ion cyclotron resonance ion trap simulta-
neously optimized for excitation, detection, quadrupolar
axialization, and trapping, 759
Metal-ion binding and limited proteolysis of betabellin 15D, a
designed beta-sandwich protein, 969
Metal/polyether/pyridyl ligand complexes, in quadrupole ion
trap mass spectrometer, 126
Methyl 2-methyl butanoate ions, ethene loss kinetics of, 200
Microcystins, ESI-MS of, 1138
Modeling deuterium exchange behavior of ERK2 using pepsin
mapping to probe secondary structure, 685
Molecular ion fragmentation and its effects on mass isotopomer
abundances of fatty acid methyl esters ionized by elec-
tron impact, 430
Molecular structure of silsesquioxanes determined by MALDI-
TOFMS, 224
Molecule fragmentation, when sliding on surfaces, velocity and,
471
MRP8 and MRP14, calcium-induced tetramers of, UV
MALDI-MS of, 1124
MS/MS. See Tandem mass spectrometry
Multistep tandem mass spectrometry for sequencing cyclic pep-
tides in an ion-trap mass spectrometer, 732
Nanoelectrospray, more than minimized-flow ESI source, 300
Nanoelectrospray mass spectrometry
electrochemical properties of, 309
to monitor protein reactions, 112
Nitrocatechol glucuronides, APCI and ESI of, 537
Nomenclature system for labeling cyclic peptide fragments, 360
Nonlinear ion acceleration for improved space focusing in
TOFMS, 1067
Novel electric ion resonance cell design with high signal-to-
noise ratio and low distortion for FTMS, 1000
Novel nonmetallized tip for EMS at nanoliter flow rate, 72
Novel tandem quadrupole mass analyzer, 1053
Obituary
Ben S. Freiser, 917
Allan Maccoll, 782
Robert R. Squires, 798
Observation of sodium gel-induced protein modifications in do-
decylsulfate polyacrylamide gel electrophoresis and its
implications for accurate molecular weight determination
of gel-separated proteins by MALDI-TOFMS, 512, 784
Octafluoropentyl chloroformate, derivatization mediated by, ul-
tratrace determination of hydrophilic compounds by,
1328
Oils, whole, MALDI-TOFMS of, 983
Oligodeoxynucleotides, isomeric photomodified, differentiation
of by MALDI and ESI, 329
On-line acquisition, analysis, and E-mailing of high-resolution
exact-mass electron impact/chemical ionization mass
spectrometry data acquired using an automated direct
probe, 1212
Oxazinones, stereospecific fragmentation of, 393
Oxonium ions, fragmentation of, 386
Oxygen, benzenedicarboxylic ester molecular ion collision with
in quadrupole mass spectrometer, 1248
Particle-in-cell code, three-dimensional, for realistic simulation
of ICR MS, 136
Peak splitting with a quadrupole mass filter operated in the sec-
ond stability region, 1263
Pepsin mapping, of deuterium exchange behavior of ERK2, 685
Peptides
analysis of, sheathless CZE-MS applied to, 1271
conformational changes in, MALDI and H/D studies of, 719
cyclic, multistep MS/MS for sequencing of, 732
identification of by MALDI and MALDI–post-source decay
TOFMS, 91
ions of, proton affinities of, ESI-MS of, 483
modified with trans-2-hexenal, MS/MS of, 613
in plasma, mapping of with EMS, 45
segments of, proton affinities of, 1
small singly charged, aggregates of, 347
thermal energy and its distribution in, calculation of, 323
PES. See Photoelectron spectroscopy
Pharmaceutical compound detection in tissue, MALDI and
LD/CI in, 1315
Phosphopeptides, MALDI-MS detection of, 35
Photoelectron spectroscopy
of CH3I
2 anion, 810
of the trimethylenemethane negative ion, 800
Pilocarpine, reaction sites of, 209
Plasma, atorvastatin and active metabolites in, HPLC-MS/MS
of, 55
Plasma mass spectrometry, space-charge effects in, 159
Plasma peptides, LC-MS mapping of, 45
Polarizability and inductive effect contributions to solvent-cation
binding observed in ESI-MS, 254
Poly(ethylene)glycol, external ion accumulation of, by ESI-
FTMS, 1298
Poly(ethylene terephthalate) oligomers cationized by alkali ions:
structures, energetics, and their effect on mass spectra
and the MALDI process, 883
Polymer distributions, FTMS of, isotope beating effects in, 1074
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Polypropylenamine dendrimers, dissociation of, 414
Polyunsaturated fatty acid methyl esters, CI-MS/MS of, 1253
Postcolumn derivatization liquid chromatography–mass spec-
trometry for detection of chemical-weapons-related com-
pounds, 440
Preparation and photoelectron spectrum of the CH3I
2 anion:
rare gas cluster-mediated synthesis of an ion-radical com-
plex, 810
Pressure limited sustained off-resonance irradiation for collision-
activated dissociation in FTMS, 15
Proteins
electroeluted from gels, electrospray MS from, 453
gaseous ions of, hydroiodic acid attachment kinetics of, 552
gel-separated, MALDI-TOFMS of, 512, 784
hydrogen/deuterium exchange of
continuous versus pulsed labeling/MS of, 675
in solution, 671, 672
reactions of, nanoelectrospray MS monitoring of, 112
Proton affinities
ESI-MS determination of, 483
of the N- and C-terminal segments arising upon the dissocia-
tion of the amide bond in protonated peptides, 1
of SO3, 856
Proton transfer reactions of matrix-assisted laser desorption/
ionization matrix monomers and dimers, 1111
Pyrolysis mass spectrometry, cell culture media investigation
by, 502
Pyrrolo[2,1-b][1,3]oxazin-6-one derivatives, isomers of, stereospe-
cific fragmentation of, 393
Quadrupole ion trap
anomericity of glycosidic bond by, 269
applications of external customized waveforms to, 355
in detection of pharmaceutical compounds in tissue, 1315
Quadrupole ion trap mass spectrometry. See also Ion trap mass
spectrometry
dissociation of doubly charged transition metal/polyether/
pyridyl ligand complexes in, 126
distinction among isomeric unsaturated fatty acids as lithiated
adducts by ESI-MS using low energy CAD on, 600
transition metal/polyether/pyridyl ligand complexes in, 126
Quadrupole mass analyzer, 1053
Quadrupole mass filter, peak splitting with, 1263
Quadrupole mass spectrometer, benzenedicarboxylic ester mo-
lecular ion collision with oxygen in quadrupole mass
spectrometer, 1248
Quadrupole time-of-flight mass spectrometry, for structural elu-
cidation of drug metabolites, 1305
Quantitative secondary ion MS depth profiling of surface layers
of cubic silver halide microcrystals, 1016
Rate constants for the reactions of Ar1 with CO2 and SO2 as a
function of temperature (300–1500 K), 815
Reactivity of Cl–P1–Cl toward cyclic organic ethers, 379
Realistic simulation of ICR-MS using a distributed three-dimen-
sional particle-in-cell code, 136
Relaxation of vibrationally excited gas-phase Cr~CO!5
2, 950
Review
of 11th Sanibel Conference on Mass Spectrometry: Mass Spec-
trometry in Clinical Diagnosis of Disease, 561
of Mass spectrometry PittCon’99, 457
Ru1, activation of C2H6, C3H8, HC(CH3)3, and c-C3H6 by, 821
Saccharomicins, structural validation of, by FT-ICR MS, 1285
Salt concentration, analyte response and, ESI-MS of, 625
11th Sanibel Conference on Mass Spectrometry: Mass Spectrom-
etry in Clinical Diagnosis of Disease, review of, 561
Screening for drugs in serum by ESI/CID and library searching,
1028
Separation and detection of the a- and b-chains of hemoglobin
of a single intact red blood cell using CE/ESI TOFMS,
184
Separation of leucine and isoleucine by ESI-FAIMS-MS, 1279
Sequence and side-chain specific photofragment (193 nm) ions
from protonated substance P by MALDI-TOFMS, 1038
Sheathless preconcentration-capillary zone electrophoresis–mass
spectrometry applied to peptide analysis, 1271
SiF4, basicity and proton affinity of, 848
Silsesquioxanes, molecular structure of, MALDI-TOFMS of, 224
Silver halide microcrystals, depth profiling of, MS in, 1016
Sinapic acids, deprotonated monomeric and dimeric, gas phase
basicities of, 1111
Sites of reaction of pilocarpine, 209
SO3, proton affinity of, 856
Solid-phase extraction, to detect steroids in human urine, 1322
Solution, hydrogen/deuterium exchange of proteins in, 671, 672
Solution-phase zinc finger peptide complexation, MALDI-MS of,
27
Solvent-cation binding, in ESI-MS, 254
SORI-CAD. See Sustained off-resonance irradiation for collision-
activated dissociation
Space focusing, in TOFMS, 1067
Space-charge effects, in plasma mass spectrometry, 159
Spectrum extraction and compound identification, GC/MS for,
770
Stability conditions for multiply reflecting electrostatic ion traps,
241
Stereospecific fragmentation processes in cycloalkane/cyclo-
alkene-fused isomers of saturated pyrrolo[2,1-
b][1,3]oxazin-6-one derivatives, 393
Steroids in human urine, solid-phase extraction and LC-MS/MS
in detection of, 1322
Structural characterization of triacylglycerols as lithiated ad-
ducts by ESI-MS using low-energy CAD on a triple stage
quadrupole instrument, 587
Structural validation of saccharomicins by high resolution and
high mass accuracy FT-ICR MS and infrared multiphoton
dissociation MS/MS, 1285
Structure characterization of dinucleoside and nucleoside gluco-
pyranosides lipophilic and phosphotriesters by FAB MS/
MS, 975
Studies of structure and mechanism in acetonitrile chemical ion-
ization tandem mass spectrometry of polyunsaturated
fatty acid methyl esters, 1253
Study of diketone/metal ion complexes by ESI-MS: influence of
keto-enol tautomerism and chelation, 402
Substance P, photodissociation of, 1038
Surface-induced dissociation of singly and multiply protonated
polypropylenamine dendrimers, 414
Sustained off-resonance irradiation for collision-activated disso-
ciation, in FTMS, 15
Synthetic chemistry, automated high resolution MS for, 546
Tandem mass spectrometry. See also Fast-atom bombardment
tandem mass spectrometry
APCI of fluorinated phenols in, 1157
in detection of pharmaceutical compounds in tissue, 1315
of model peptides modified with trans-2-hexenal, a product of
lipid peroxidation, 600
multistep, for sequencing cyclic peptides, 732
Tandem quadrupole mass analyzer, 1053
Temperature, rate constants of Ar1 reaction with CO2 and SO2
as function of, 815
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Theoretical calculations of glycine and alanine gas-phase acidi-
ties, 318
Thermal energy and its distribution, in peptides, calculation of,
323
Thermal ionization cavity, for MS, 1008
Time-of-flight mass spectrometry. See also Matrix-assisted laser
desorption/ionization–time-of-flight mass spectrometry
of DNA fragment ions, 423
MALDI sample preparation investigation by, 104
quadrupole, for structural elucidation of drug metabolites,
1305
space focusing in, 1067
Time-resolved measurements with single droplet introduction to
investigate space-charge effects in plasma MS, 159
Tip, nonmetallized, for EMS, 72
TOFMS. See Time-of-flight mass spectrometry
Transient intermediate, dissociation kinetics of, 119
Transition metals
1-(2-benzothiazolyl)-3,5-diphenyl formazan complex formation
with under laser desorption/ionization, 339
polyether/pyridyl ligand complexes with, in quadrupole ion
trap mass spectrometer, 126
Trans-2-hexenal, peptides modified with, MS/MS of, 613
Triacylglycerols
MALDI-TOFMS of, 983
structural characterization of, by ESI-MS, 587
Trimethylenemethane negative ion, PES of, 800
Troponin C, cardiac, small Ca21-induced conformational
changes in, 703
Ultratrace determination of highly hydrophilic compounds by
2,2,3,3,4,4,5,5-octafluoropentyl chloroformate-mediated
derivatization directly in water, 1328
Ultraviolet MALDI, of DNA fragment ions, 423
Unknown identification using reference mass spectra: quality
evaluation of databases, 1229
Use of an internal control for MALDI-TOFMS of bacteria, 1131
Velocity
above thermal and below Bohr, molecule fragmentation at,
471
in reflectron TOFMS, 992
Waveforms, external customized, application to quadrupole ion
trap, 355
Zinc finger peptide complexation, solution-phase, MALDI-MS
of, 27
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